. θ vs. calculated 3 J H7H8 , 3 J H8H9R and 3 J H8H9S couplings from LEUS simulations for tetramer βH . The first column represents the first non-reducing residue d where the ω7 and ω8 are free and the second column is for residue c where they are part of the glycosidic linkage. Experimental and calculated 3 J values are represented with solid and dashed horizontal lines, respectively. The colors on this Karplus curve indicate the preferred sampling after unbiasing of the LEUS simulations. In the unbiasing procedure, LEUS occurrences (P) are binned with 6 • grid spacing. Negative values of lnP are set to zero. Figure S4 . θ vs. calculated 3 J H7H8 , 3 J H8H9R and 3 J H8H9S couplings from LEUS simulations for tetramer βH . The first column represents residue b and the second column is for residue a where the ω7 and ω8 are part of the glycosidic linkage. Experimental and calculated 3 J values are represented with solid and dashed horizontal lines, respectively. The colors on this Karplus curve indicate the preferred sampling after unbiasing of the LEUS simulations. In the unbiasing procedure, LEUS occurrences (P) are binned with 6 • grid spacing. Negative values of lnP are set to zero. Table S2 and S3 in the supplementary information, respectively. Annotated numbers are the ones showing small violation. Figure S5 for the graphical representation of the coordinates.
